Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.082; wR factor = 0.236; data-to-parameter ratio = 12.0.
Related literature
For the preparation, see: Peng et al. (1995) . For general background to trinitrobenzene and its derivatives, see: Ott & Benziger (1987) ; Kuperman et al. (2006) . The title compound may be useful as a high energy explosive, see: Peng et al. (1995) . For a related structure, see: Bryden (1972) .
Experimental
Crystal data Mo K radiation = 0.11 mm À1 T = 293 K 0.32 Â 0.28 Â 0.22 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2003) T min = 0.577, T max = 1.000 5265 measured reflections 3363 independent reflections 2146 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.082 wR(F 2 ) = 0.236 S = 0.98 3363 reflections 280 parameters H-atom parameters constrained Á max = 0.66 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2002); cell refinement: SAINT-Plus (Bruker, 2003) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999 
Comment
Trinitrobenzene and its derivatives have been extensively reported for use as energetic materials (Ott & Benziger, 1987; Kuperman et al., 2006) . The title compound may be useful as a high energy explosive (Peng et al., 1995) , and here we present its crystal structure.
In the title compound ( Fig. 1) , the bond distances and bond angles are similar to those in 2,4,6-trintro-m-xylene (Bryden, 1972) . The planes of two rings (C9-C14) and (C17-C22) are approximately parallel, with a dihedral angle of 1.35 (16)°.
The two phenyl rings, (C1-C6) and (C17-C22), form a dihedral angle of 83.56 (19)°. The short distance of 3.644 (2) Å (symmetry code: -x,-y,1 -z) between the centroids of the two parallel rings (C9-C14) and (C17-C22) indicates the existence of offset face-to-face π-π interactions. Molecules are linked through C-H···O hydrogen bonds (Table 1) , which help to stabilize the crystal structure. Intramolecular C-H···N and C-H···O hydrogen bonds are also present. There is a short intermolecular contact C15···C15 (1-x, -y, 1-z) of 3.185 (4) Å.
Experimental
The title compound was synthesized using 2,4,6-trinitro-m-xylene and benzaldehyde as the starting materials, according to the literature method (Peng et al., 1995) . Single crystals suitable for X-ray diffraction were prepared by slow evaporation of a solution of the title compound in acetone at room temperature.
Refinement
All H atoms were placed in calculated positions, with C-H = 0.93 Å; U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as a small spheres of arbitrary radius. 
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